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Figure S1 Root mean square deviation (RMSD) in distance (Å) of backbone heavy atoms of the systems from the initial starting structures during the molecular dynamics simulations for the apo enzyme with Tyr119 in (a) the outward and (b) inward position; for the sialylated enzyme with Tyr119 in (c) the outward and (d) inward position; (e) with lactose and (f) with 4-methylumbelliferone. ∆E inter /Glu-Tyr119 -2.9 -3.0
Comment. It can be seen that good interactions with both Tyr119 and Trp312 are formed in the initial outward state, with interaction energies of -6.6 and -7.1 kcal/mol respectively ( Table 2 ). The principal contributor to this interaction is the glucosyl ring of lactose. Subsequent rotation of Tyr119 to the outward' state increases the interaction Tyr119 with lactose (from -6.6 to -7.4 kcal/mol). This pose results in a more optimal interaction of both Tyr119 and Trp312 with the galactose residue ( (subsequent to leaving the acceptor site).
Figure S9 Interaction of Mu with Phe58 of sialylated TcTS

